The table below summarises the geometric issues observed across the polymeric chains and their fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor fit to the electron density. The numeric value is given above the bar.
Mol Chain Length
Quality of chain 2 Entry composition i ○ There are 5 unique types of molecules in this entry. The entry contains 16878 atoms, of which 0 are hydrogens and 0 are deuteriums.
In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
• Molecule 1 is a protein called Glucosylceramidase. • Molecule 4 is (3S,4R,5R,6S)-1-(2-hydroxyethyl)azepane-3,4,5,6-tetrol (three-letter code: 3RI) (formula: C 8 H 17 NO 5 ). Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
Mol Chain Residues
• Molecule 1: Glucosylceramidase Chain A :   A1  N19  D27  T30  F31  P32  F37  R44  T61  L66  E72  G82  L104  L105  K106  S107  Y108  F109  S110  E111  Y116  R120  D127  I130  L165  Q169  R170  P171  V172  S173  A176  S181  W184  K194  P201  Q207  T208  W209   Y212  H223  K224  W228  A229  V230  S242  P245  F246  D258  D263  N270  L281  Q284  R285  L286  L287  L288  W291  W312  Y313  L314  D315  A318  P319  T323  M335  C342  V343  G344  S345  W348  E349  Q350  S351  R359  Q362  I367  N370   L371  W378  T379  D380  W381  E388  V394  R395  N396  F397  I402  I406  T407  K408  D409  T410  R433  S439  D453  V457  D467  L480  E481  T482  I483  S484  P485  L493  Q497 • Molecule 1: Glucosylceramidase Chain B:   A1  R2  P3  C4  I5  N19  Y22  T30  F31  P32  A33  L34  F37  R44  R47  M53  G62  T63  G64  L65  L66  G80  I118  R131  Y135  P139  F147  E151  W184  Q200  P201  W209  A210  R211  Y212  E222  N234  P245   N270  L281  R285  L288  P289  H290  W291  H311  W312  D315  A318   •   P319  M335  A338  G344  S345  K346  F347  W348  E349  Q350  R353  W378  W381  N382  P387  W393  V394  V404  K408  D409  T410  L420  H451  P452  V457  N462  R463  D467   L470  T471  L480  S484  H495  R496  Q497 • Molecule 1: Glucosylceramidase Chain C:   A1  R2  I5  N19  D27  T30  R44  L69  G82  D87  N92  L104  S107  S110  Y116  N117  I118  I119  R120  A124  S129  I130  T138  P139  L165  Q169  R170  P171  V172  S173  A176  W184  K194  D203  W209  A210  R211   Y212  F227  W228  S242  S271  T272  H273  L281  Q284  W291  K303  W312  Y313  L314  L317  A318  P319  H328  M335  E340  A341  C342  V343  G344  W348  R353  R359  I367  W378  T379  D380  W381  L385  P391  F397  V398  I406  T407  K408   D409  T410  R433  V457  D467  Y492 Q497 3RIK
• Molecule 1: Glucosylceramidase Chain D :   A1  R2  I5  N19  Y22  T30  F31  P32  Y40  E41  R48  L51  G82  I93  L96  Q101  S110  Y116  S125  C126  D127  Y133  T134  Y135  P139  F147  E151  E152  L156  L165  V172  W179  W184  V191  S196   L197  K198  G199  Q200  Y205  W209  Y212  K215  E235  S242  F246  G250  L281  D282  R285  W291  A309  V310  H311  W312  Y313  L314  D315 The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 7.
Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes
All (212) There are no symmetry-related clashes.
Torsion angles i ○

Protein backbone i ○
In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues. 
Mol Chain
Protein sidechains i ○
In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues. There are no RNA molecules in this entry.
Mol
5.4 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry i ○
40 ligands are modelled in this entry.
In the following table, the Counts columns list the number of bonds (or angles) for which Mogul statistics could be retrieved, the number of bonds (or angles) that are observed in the model and the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The Link column lists molecule types, if any, to which the group is linked. The Z score for a bond length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles). In the following table, the Chirals column lists the number of chiral outliers, the number of chiral centers analysed, the number of these observed in the model and the number defined in the Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns. '-' means no outliers of that kind were identified. 
Mol Type Chain Res Link Chirals Torsions
Other polymers i ○
There are no such residues in this entry.
Polymer linkage issues i ○
There are no chain breaks in this entry. 6.2 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Carbohydrates i ○
Ligands i ○
In the following 
Other polymers i ○
